Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.050; wR factor = 0.166; data-to-parameter ratio = 16.0.
Related literature
For the biological activity of isobenzofuran-1(3H)-one, see: Brady et al. (2000) ; Huang et al. (2012) ; Cardozo et al. (2005) ; Yoganathan et al. (2003) ; Demuner et al. (2006) . For related structures, see: Sun et al. (2009) ; Mendenhall et al. (2003) .
Experimental Crystal data Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.166 S = 1.12 1741 reflections 109 parameters H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 is the centroid of C2-C7 ring. Data collection: COLLECT (Nonius, 2000) ; cell refinement: DENZO-SMN (Otwinowski & Minor, 1997) ; data reduction: DENZO-SMN; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . supplementary materials Acta Cryst. (2012) . E68, o2995 [doi:10.1107/S1600536812039074] 6-Methoxyisobenzofuran-1(3H)-one Jorge L. Pereira, Róbson R. Teixeira, Silvana Guilardi and Drielly A. Paixão
Comment
Isobenzofuran-1(3H)-one fragment, γ-lactone fused to aromatic ring, occurs in several compounds that exhibit biological activities ranging from antibacterial (Brady et al., 2000) , antioxidant (Zhu et al., 2012) , anticonvulsant (Cardozo et al., 2005) , and anti-HIV (Yoganathan et al., 2003) to inhibition of the photosynthetic electron transport (Demuner et al., 2006) . In a research program devoted to finding the phytotoxic compounds containing the isobenzofuran-1(3H)-one core, the title compound was synthesized.
The title molecule ( Fig. 1) is essentially planar with a mean deviation of 0.016 (2) Å from the best plane formed by 12 non-H atoms. All bond lengths and angles are normal and correspond to those observed in the related compounds (Sun et al., 2009; Mendenhall et al., 2003) . The crystal packing is stabilized by weak intermolecular C-H···O and C-H···π interactions ( Table 1, 
Experimental
Starting materials were commercially available and were used without further purification. The synthesis of the title compound was carried out as follows. A tube of 40 ml equipped with a magnetic stir bar was charged with Palladium (II) acetate (156.8 mg, 0.70 mmol), potassium dihydrogen phosphate (3654 mg, 21.0 mmol), 3-methoxy benzoic acid (1064 mg, 7.00 mmol) and dibromomethane (28 ml). The tube was sealed with a teflon cap and the reaction mixture was stirred at 140 °C for 36 h. After this time, the mixture was filtered through a pad of celite. The filtrate was concentrated under reduced pressure and the residue was purified by silica gel column chromatography (hexane-ethyl acetate 2:1 v/v) to afford the title compound in 59% yield (681 mg, 4.15 mmol) as a white solid. The crystals suitable for X-ray crystallographic analysis were obtained by slow evaporation from acetone solution at room temperature. M.p. 116.9-118.4 °C. IR (selected bands, cm -1 ): 3003, 2925, 2837, 1733, 1600, 1585, 1488, 1454, 1431, 1267, 1206, 1028, 973, 869, 749, 690, 545. 1 
Computing details
Data collection: COLLECT (Nonius, 2000) ; cell refinement: DENZO-SMN (Otwinowski & Minor, 1997) ; data reduction:
DENZO-SMN (Otwinowski & Minor, 1997) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . supplementary materials sup-2 Acta Cryst. (2012). E68, o2995
Figure 1
The molecular structure of the title compound, showing the atom labeling and displacement ellipsoids at the 30% probability level.
Figure 2
A portion of the crystal packing viewed approximately down the c axis. Dotted lines denote intermolecular C-H···O and C-H···π interactions. Centroids of six-membered rings are drawn as red balls. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
6-Methoxyisobenzofuran-1(3H)-one
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0576 (7) 0.0702 (7) 0.0088 (5) −0.0046 (5) 0.0056 (5) O2 0.0934 (9) 0.0475 (7) 0.0847 (8) 0.0000 (5) 0.0030 (6) 0.0033 (5) O3 0.0797 (7) 0.0492 (7) 0.0804 (7) −0.0024 (5) −0.0172 (6) 0.0022 (5) C1 0.0700 (9) 0.0536 (9) 0.0602 (8) 0.0018 (7) 0.0085 (7) 0.0018 (6) (8) 0.0686 (9) −0.0049 (7) −0.0032 (7) −0.0081 (7) C7 0.0633 (8) 0.0524 (9) 0.0561 (7) −0.0001 (6) 0.0046 (6) −0.0021 (6) C8 0.0728 (9) 0.0610 (10) 0.0649 (9) 0.0037 (7) −0.0022 (7) −0.0042 (7) C9 0.0790 (10) 0.0593 (10) 
